. Coordinates for protonated anilines (see Table S1 )
H (1)
Atom X Y Z (Angstrom) Table S3 . Coordinates for anilines (see Table S1 ) H 1.70739200 -11.81922600 -3.96264300 H -0.02233600 -11.68482300 -3.51922000 H -3.81439500 -5.94107400 -0.28675800 H 0.96178600 -10.20058800 -3.79038900 H -2.17396500 -8.82076400 -0.58054800 C -4.50426100 -1.62309800 -2.42736500 H -4.67750600 -0.61828000 -2.81994500 H -3.68989500 -1.27069900
1.43337400 C 0.97260600 -11.23119800 -3.40758800 H -3.66351900 -2.08695500 -2.96289200 C -1.20426400 -9.26761200 -0.34941500 C -0.50325100 -9.89378500 -1.39027600 C 0.65980300 -10.62859300 -1.10822400 C 1.12299200 -10.72713700 0.21713600 C 0.42069200 -10.11552300 1.24352000 C -0.74301700 -9.38132900 0.97414700 H -3.25486800 -3.16786300 2.98976000 O 1.40500800 -11.26897600 -2.03924700 H 2.02686200 -11.30233700 0.41033400 H 0.76532500 -10.22520500 2.27023100 C -3.67772700 -4.92606500 0.09339900 C -3.94352800 -3.85692100 -0.77447100 C -3.94913500 -2.54127800 -0.28333500 C -3.67952500 -2.29918100
1.07663800 C -3.42798200 -3.35994400
1.93236400 C -3.42214700 -4.67778600
1.45374400 H -5.41211600 -2.22961600 -2.55420100 O -4.19481900 -1.44410600 -1.03705300 H -4.13227800 -4.05915300 -1.82659900 H -3.32877800 -5.51033800
2.15464600 H -0.86413700 -9.79312800 -2.41161400 H -1.34506200 -8.99449900
1.79939200 H -0.71725400 -6.08201700 -0.45099700 H -0.71528600 -7.20577500 0.78919000 H -1.56709400 -5.71016900 0.94194100 H -2.12394800 -6.91996900 -0.09054000 N -1.28952000 -6.48521800 0.30532500 S34 pCF 3 (6) H 0.10540300 -4.32791000 -2.32612300 F -1.36990800 -13.10892700 -0.53834700 H -0.06475800 -7.50043700 -2.24416900 F 1.30039100 1.19204800 -0.07913800 C 0.07565900 0.59958600 -0.10090000 C -0.13981800 -8.43440400 -1.69857300 C 0.77621300 -9.47652400 -1.92742900 C 0.63791000 -10.70992300 -1.29726300 C -0.42442600 -10.92759900 -0.41568000 C -1.34702200 -9.90530200 -0.17565100 C -1.20249000 -8.67349300 -0.80811100 H -1.71706400 -1.40171300 0.27480100 H 1.36323300 -11.50068400 -1.48107000 F 0.58095100 -12.91485200 0.43413000 H -2.18114800 -10.07388500 0.50332800 C 0.13192400 -3.36361100 -1.83117100 C 1.15241500 -2.43868300 -2.11249600 C 1.14812000 -1.16503100 -1.54960300 C 0.11827600 -0.78926900 -0.68412400 C -0.90735500 -1.69404900 -0.39207800 C -0.89702800 -2.96566000 -0.95716400 H 1.95215800 -0.46655300 -1.77393300 H 1.96710400 -2.73155400 -2.77415700 H -1.70879200 -3.65726000 -0.73528300 H 1.61588600 -9.30743200 -2.60098900 H -1.93511700 -7.88839200 -0.62561900 F -0.74660700 1.42415400 -0.81946700 F -0.39640600 0.60408000 1.17823600 C -0.60496800 -12.27611400 0.23242000 F -1.22531700 -12.18851400
1.44180100 H 0.12710000 -6.70744600 0.13714700 H 0.41225100 -5.90754700 -1.21774000 N -0.12632400 -5.85592100 -0.35428300 H 0.21925700 -5.01267500 0.09333100
